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Supplemental Material

Supplemental Table 1.
GoldScores (99),
similarity scores and
hybrid scores (hs) of the
Sample of compounds
from the ToxCast™
database determined in
each of the five PXR
crystal structures
identified by their PDB
code.

compound 1m13-gs hyf-sim 1m13-hs 1nrl-gs srl-sim 1nrl-hs 1skx-gs rfp-sim 1skx-hs 209i-gs 444-sim 209i-hs 2qnv-gs cdz-sim 2qnv-hs
Mancozeb 37.7| 0.1 2.6 42.4] 0.1 33 39.4 0.1 3.5 37.0 0.2 8.0 34.2 0.0 1.2
Mesosulfuron-methyl

72.1 0.2 15.2 69.8) 0.3 23.5 63.1 0.4 26.4 68.7| 0.4 29.5, 68.7| 0.2 16.4]
Diethylhexyl phthalate

71.5, 0.5 37.5 63.3] 0.4 27.2 68.8| 0.3 21.9] 65.2, 0.2 15.1 62.3] 0.4 23.2
methylhydrogen

35.1 0.3 11.4] 34.9 0.3 11.9 33.2 0.3 10.3 32.2 0.2 5.0 29.9 0.4 111
Bensulide 63.4] 0.2 15.6| 64.2 0.4 25.3 66.1 0.3 16.7| 68.2 0.6 39.1 63.9] 0.2 15.7]
Foramsulfuron 69.6) 0.2 14.3 63.2] 0.3 20.1 62.4 0.4 24.1 65.0) 0.4 26.7| 58.0) 0.2 13.4]

on methyl

55.7| 0.2 11.4] 59.1 0.3 19.7} 58.3, 0.4 24.4 61.0) 0.4 26.1 57.5, 0.2 13.3
Esfenvalerate 70.5, 0.3 21.6) 65.5, 0.3 21.0 63.4 0.3 20.2, 64.9, 0.2 11.7] 59.5, 0.3 20.3]
Z,E-Fenpyroximate 71.9] 0.3 18.0} 61.9] 0.4 26.2, 62.9] 0.5 28.7| 67.2 0.3 20.4 56.0) 0.3 15.0}
Butafenacil 64.7| 0.3 20.2, 58.6) 0.4 25.0) 60.4 0.5 28.8| 59.7| 0.4 21.3] 57.9, 0.3 18.2
Cypermethrin 66.9) 0.4 26.8| 60.6) 0.4 26.3, 63.4) 0.4 233 65.5, 0.2 15.1 57.2 0.4 25.4
Triflusulfuron methyl

69.1 0.2 14.0} 62.5, 0.4 22.0 60.2] 0.4 22.5 60.2] 0.5 27.5, 53.9 0.2 12.2
Cyfluthrin 66.4] 0.4 25.0 59.1 0.4 25.7| 62.8| 0.4 233 60.2, 0.2 14.3 58.1 0.4 24.2
Permethrin 63.8] 0.4 28.0 56.0) 0.5 29.8 56.5, 0.3 18.8] 58.2, 0.3 14.5 57.3 0.5 28.0
Oxasulfuron 63.7] 0.2 12.6| 58.4 0.3 18.8] 61.3, 0.4 23.8| 60.9] 0.4 25.1 55.1 0.2 12.3
Fenarimol 50.9 0.2 11.5 46.1 0.2 11.3 48.7] 0.3 13.4] 46.3 0.2 9.8 43.5 0.3 10.9
Propiconazole 53.3 0.3] 13.7, 47.7] 0.3 14.4] 46.6| 0.3 16.3 49.6| 0.3 16.2 45.4] 0.2 8.6
Fenbuconazole 57.6] 0.1 7.5 47.3 0.2 9.5 50.3] 0.2 10.2 52.3] 0.3 16.7] 46.8] 0.1 5.0
Prochloraz 60.2 0.3 16.9| 52.8 0.3 17.2 52.3 0.4 20.1 52.4 0.3 15.7] 51.1 0.2 10.1
Imazalil 47.3] 0.2 7.9 45.5 0.3 12.6| 45.0] 0.3 12.0} 46.0| 0.2 11.1 42.3 0.2 6.8
Oxadiazon 57.0] 0.2 13.7] 49.3 0.4 17.6| 50.3, 0.5 22.6 51.7| 0.3 15.2 49.9] 0.3 12.8]
Alachlor 47.2] 0.3 14.1 46.5 0.4 16.5 42.1 0.3 13.9 45.0] 0.3 12.9 41.5 0.3 10.8]
2,4-D 36.0) 0.3 10.3 41.8] 0.4 15.9] 37.8| 0.3 10.7} 36.0) 0.2 6.6 33.8 0.3 10.8]
Diuron 39.5, 0.2 6.7 38.7| 0.2 8.9 38.9 0.3 10.1 38.7| 0.2 7.7 36.3, 0.2 6.7
|Atrazine 39.7| 0.2 6.2 41.8] 0.3 10.5 43.3 0.2 10.6} 43.0] 0.2 9.4 39.4 0.2 7.5
Fipronil 42.5] 0.1 4.1 39.7| 0.2 7.3 46.6| 0.2 10.5 42.3 0.3 14.8] 39.1 0.1 4.0
[Thiabendazole 42.1) 0.1 3.0 40.9] 0.1 4.1 40.4] 0.2 8.2 40.6| 0.1 4.5 35.0 0.1 2.7
Carbaryl 40.0 0.2 8.5 40.8] 0.3 11.3 44.4] 0.4 17.2 42.4] 0.2 8.5 35.1 0.2 8.2
Supplemental Table 2.
GoldScores (gs), hybrid
scores  (hs) for all
ToxCast™ compounds
docked to the five crystal
structures  (Im13, 1nrl,
1skx, 209 and 2gnv)
with 2D similaity
Tanimoto scores to the
five co-crystal ligands
(hyf, s, rfp, 444 and
cdz).
compound 1m13-gs hyf-sim 1m13-hs 1nrl-gs srl-sim 1nrl-hs 1skx-gs rfp-sim 1skx-hs 209i-gs 444-sim 209i-hs 2qnv-gs cdz-sim 2qnv-hs
2,2-Bis(4-hydroxyphenyl)- 483 03 13.2 483 03 14.2 49.3 03 125 44.8 0.2 10.0 39.1 03 134
Acephate 40.1 0.2 85 37.8 03 124 38.1 03 113 38.5 03 125 38.0 0.2 8.8
Diethylhexyl phthalate (D 71.8 0.5 37.6 60.3 0.4 25.9 69.0 03 21.9 69.4 0.2 16.1 61.3 0.4 22.8
Diethylhexyl phthalate (D 715 0.5 37.5 63.3 0.4 27.2 68.8 03 21.9 65.2 0.2 151 62.3 0.4 232
Diethyltoluamide 40.7 0.2 83 38.0 0.2 9.0 38.9 0.2 8.7 38.9 0.2 83 36.7 0.2 73
Difenoconazole 62.2 0.2 154 55.4 03 18.1 55.8 0.4 223 57.1 03 18.9 50.8 0.2 10.8
Difenzoquat metilsulfate 58.6 0.2 117 51.4 03 139 51.8 03 17.0 47.5 0.4 176 45.2 0.2 8.9
Dimethenamid 48.0 0.2 1.1 49.2 0.2 11.2 44.2 0.4 16.5 45.0 03 11.8 36.9 0.2 7.8
Dimethoate 47.6 0.2 105 48.8 0.1 7.2 489 03 139 483 03 16.8 44.0 0.2 9.6
Dimethomorph 58.3 03 183 53.8 0.2 126 52.2 0.5 24.7 57.4 03 19.8 51.0 03 14.2
Dimethyl phthalate 36.5 03 116 36.3 0.2 7.6 35.2 03 10.7 34.4 0.2 53 316 0.4 114
Diniconazole-M 53.0 03 135 44.0 0.2 9.8 49.4 0.4 17.5 49.3 03 154 44.5 03 12.2
Acetamiprid 40.7 0.1 5.8 41.8 03 126 42.0 0.2 85 40.6 0.2 7.2 39.1 0.1 53




Diphenylamine
Diquat dibromide
Disulfoton
Dithiopyr

Diuron
S-Bioallethrin
Emamectin benzoate
Endosulfan

EPTC

EPTC

Acetochlor
Esfenvalerate
Ethalfluralin
Ethametsulfuron methyl
Ethephon
Ethofumesate
Ethoprop
Ethylenethiourea
Etoxazole
Etridiazole
Famoxadone
Acibenzolar-S-Methyl
Fenamidone
Fenamiphos
Fenarimol
Fenbuconazole
Fenhexamid
Fenitrothion
Fenoxaprop-ethyl
Fenoxaprop-ethyl
Fenoxycarb
Fenpropathrin
Acifluorfen
(Z,E)-Fenpyroximate
Fenthion

Fentin

Fipronil
Fluazifop-P-butyl
Fluazifop-P-butyl
Fluazinam
Fludioxonil
Flufenacet
Flufenpyr-ethyl
Alachlor
Flumetralin
Flumetsulam
Flumiclorac-pentyl
Flumioxazin
Fluometuron
Fluoxastrobin
Fluroxypyr
Fluroxypyr-meptyl
Flusilazole
Fluthiacet-methyl
Aldicarb

Flutolanil

Folpet
Foramsulfuron
Forchlorfenuron
Formetanate hydrochloric
Fosthiazate
Halosulfuron-methyl
Hexaconazole
Hexazinone
Hexythiazox
Ametryn

Icaridin

Imazalil
Imazamox
Imazapic
Imazapyr
Imazaquin
Imazethapyr
Imidacloprid
Indoxacarb
lodosulfuron-methyl-sodi
Amitraz

Iprodione
Isazofos

Isoxaben
Isoxaflutole
Lactofen

Lindane

Linuron

Malaoxon
Malathion

39.4
42.2
59.3
55.4
39.5
60.0
76.7
38.7
43.1
42.9
47.3
70.5
48.3
65.3
27.4
50.1
53.7
23.8
54.8

63.3
40.2
55.7
60.7
50.9
57.6
51.2
50.4
63.5
58.1
55.2
69.9
48.0
71.9
55.9
44.2
425
61.4
64.3
46.1
40.0
55.1
57.2
47.2
52.0
50.2
63.5
52.2
38.0
67.0
-8.0
62.8
51.6
58.6
40.0
52.7
41.3
69.6
47.0
46.4
50.0
62.1
50.4
43.4
51.5
49.2
44.1
47.3
52.6
50.6
45.6
51.4
52.8
433
60.5
62.5
53.8
48.8
55.9
56.6
54.0
64.7
33.6
415
57.9
59.1

0.1
0.1
0.3
0.3
0.2
0.7
0.5
0.3
0.3
0.3
0.3
0.3
0.3
0.2
0.2
0.3
0.3
0.1
0.3
0.1
0.3
0.1
0.2
0.3
0.2
0.1
0.4
0.2
0.3
0.3
0.3
0.4
0.2
0.3
0.3
0.2
0.1
0.4
0.4
0.1
0.2
0.2
0.3
0.3
0.2
0.1
0.4
0.3
0.2
0.2
0.2
0.3
0.1
0.2
0.2
0.3
0.2
0.2
0.1
0.2
0.3
0.2
0.3
0.3
0.2
0.2
0.3
0.2
0.3
0.3
0.3
0.3
0.3
0.2
0.2
0.2
0.1
0.2
0.2
0.3
0.2
0.3
0.1
0.2
0.3
0.3

3.6
4.2
17.8
16.7
6.7
39.5
36.6
10.1
10.8
10.7
15.2
21.6
15.4
141
4.8
15.9
15.7
1.9
14.7
0.0
15.8
45
9.5
18.9
115
7.5
223
114
16.9
155
171
273
115
18.0
15.6
6.9
4.1
229
24.0
6.8
7.2
11.2
17.8
141
10.8
6.5
24.4
15.4
6.7
129
-1.6
21.9
6.5
136
6.7
153
83
143
4.5
10.1
16.1
10.7
15.6
127
127
7.6
15.2
7.9
16.0
15.0
136
146
17.3
6.6
137
125
7.0
11.2
119
18.6
121
185
35
6.9
17.8
18.2

-2.

373
40.8
54.8
49.2
38.7
51.1
27.3
439
416
40.1
44.8
65.5
49.3
55.8
337
46.7
51.7
25.9
50.2

56.2
39.1
51.2
54.8
46.1
473
247
50.1
533
51.7
56.5
58.0
489
61.9
52.8
3.8
39.7
55.6
526
465
39.0
482
51.2
465
48.0
29.4
58.7
511
36.7
59.6
38.2
515
476
54.0
39.3
49.1
37.9
63.2
437
459
296
53.7
479
45.0
50.4
459
435
455
484
26.4
3.0
485
459
427
54.8
55.4
53.8
45.0
53.4
58.6
47.0
53.8
34.6
403
497
54.0

0.2
0.3
0.3
0.3
0.4
0.3
0.2
0.5
0.2
0.4
0.2
0.4
0.4
0.3
0.3
0.3
0.3
0.5
0.1
0.5
0.4
0.3
0.4
0.3
0.3
0.3
0.6
0.3
0.4
0.3
0.3
0.4
0.3
0.4
0.3
0.3
0.2
0.4
0.2
0.3
0.2
0.3
0.3
0.4
0.3
0.3
0.4
0.2
0.2
0.3
0.3
0.4
0.3
0.4
0.4
0.3
0.3
0.3
0.2
0.5
0.2
0.3
0.2
0.4
0.5
0.3
0.3
0.3
0.3
0.1
0.4
0.4
0.4
0.3
0.2
0.3
0.3
0.3
0.6
0.4
0.4
0.4
0.4
0.3
0.2
0.4

8.8
119
171
15.7
14.8
17.3

-51.4
23.1

9.1
17.8

8.8
26.2
17.7
16.5
11.4
13.8
15.7
11.7

39

0.0
24.6
12.2
217
185
16.0
16.0
25.8
16.1
19.8
16.9
18.6
21.1
127
222
146
143

83
20.1

9.6
125

9.3
14.9
133
17.7
16.2
129
24.5
114

7.9
18.4
127
23.0
13.2
21.9
16.8
145
119
217

9.7
21.5

9.6
17.9
11.7
18.8
25.6
151
127
15.8
141

4.1
17.0
19.0
18.7
116
12.8
19.3
16.3
125
335
21.5
18.4
21.5
151
10.9
11.8
19.4

37.9
35.4
60.3
52.2
389
56.1
52.8
406
414
409
441
63.4
247
59.7
323
451
495
263
53.9

59.8
395
52.8
60.3
487
50.3
465
465
54.5
54.1
54.2
56.0
50.1
62.9
55.6
412
466
52.8
53.7
453
445
473
52,0
421
47.0
482
58.3
481
373
63.4
371
51.9
46.2
524
3.0
54.2
405
62.4
441
45.4
48.0
59.3
46.8
410
46.8
48.4
204
45.0
50.0
426
420
298
49.2
440
55.1
50.6
54.6
513
55.0
54.1
493
61.3
341
405
499
55.6

0.2
0.2
0.2
0.3
0.3
0.4
0.7
0.2
0.2
0.2
0.3
0.3
0.3
0.4
0.1
0.4
0.1
0.2
0.4
0.3
0.5
0.2
0.4
0.3
0.3
0.2
0.5
0.3
0.5
0.5
0.4
0.4
0.3
0.5
0.3
0.1
0.2
0.4
0.4
0.3
0.4
0.4
0.5
0.3
0.2
0.3
0.6
0.5
0.3
0.4
0.4
0.5
0.2
0.4
0.2
0.4
0.3
0.4
0.3
0.4
0.4
0.4
0.3
0.3
0.4
0.2
0.3
0.3
0.5
0.5
0.5
0.5
0.5
0.2
0.4
0.4
0.2
0.4
0.3
0.5
0.3
0.4
0.1
0.3
0.2
0.2

6.9

7.2

9.5
16.4
10.1
213
34.5

9.5

7.2

7.1
145
20.2
13.2
237

39
16.1

7.4

5.6
237

0.0
315

9.6
19.3
20.4
134
10.2
243
139
253
25.1
20.3
20.1
171
28.7
155

5.6
10.5
235
23.8
115
15.9
176
24.8
139
1.1
143
34.4
23.8

9.3
25.2
15.6
243
10.4
20.3
10.3
24.2
141
24.1
115
16.0
17.4
24.2
156
13.2
17.4
11.7
14.0
12.0
26.3
21.9
21.6
26.7
24.6
10.9
243
185
11.8
20.9
183
28.9
16.0
22.1

22
12.8

9.8
11.0

36.1
400
57.7
525
38.7
50.4

3410
386
400
403
45.8
64.9
442
57.6
29.1
46.0
514
241
52.8

58.1
379
51.3
53.3
46.3
52.3
476
46.0
55.4
56.1
58.3
62.0
46.8
67.2
51.1
46.5
423
57.2
55.6
45.8
40.8
48.7
50.7
45.0
49.1
45.9
59.4
52.4
39.4
61.7
29.0
53.6
48.6
53.4
37.8
47.0
39.6
65.0
445
44.2
50.0
57.4
44.6
46.0
51.3
44.8
40.8
46.0
54.4
45.6
45.6
48.8
52.3
426
64.4
56.1
54.8
47.4
54.0
58.6
50.5
64.0
373
39.8
52.4
55.4

0.1
0.2
0.3
0.3
0.2
0.2
0.3
0.4
0.3
0.3
0.3
0.2
0.4
0.4
0.3
0.4
0.3
0.3
0.3
0.3
0.3
0.2
0.3
0.4
0.2
0.3
0.3
0.3
0.2
0.2
0.3
0.2
0.4
0.3
0.3
0.2
0.3
0.3
0.3
0.3
0.2
0.3
0.4
0.3
0.4
0.5
0.3
0.4
0.2
0.3
0.2
0.3
0.3
0.4
0.2
0.3
0.4
0.4
0.2
0.2
0.4
0.4
0.4
0.3
0.4
0.2
0.4
0.2
0.2
0.2
0.2
0.2
0.2
0.4
0.3
0.4
0.2
0.3
0.3
0.3
0.4
0.3
0.1
0.3
0.3
0.3

4.7
9.0
18.7
141
7.7
11.0
-107.4
16.6
121
12.2
131
11.7
16.2
243
7.8
16.1
16.3
6.1
155
0.0
17.8
7.6
143
195
9.8
16.7
15.8
15.7
135
137
181
11.2
16.4
20.4
155
7.4
14.8
16.7
16.2
14.0
7.8
16.2
18.8
129
17.2
21.6
20.2
20.2
9.4
17.3
7.2
151
143
22,0
9.3
12.2
14.8
26.7
8.2
9.1
20.4
223
17.4
136
18.8
10.4
145
1.1
12.0
9.5
9.5
10.5
114
15.0
222
23.4
85
136
18.4
155
213
21.6
32
10.2
16.2
18.2

34.9
329
525
484
36.3
54.6
57.3
341
36.3
35.4
409
59.5
415
52.7
284
2238
445
251
50.1

62.4
35.4
496
51.8
435
46.8
456
26.4
49.1
50.3
495
55.9
411
56.0
50.4
413
39.1
52.8
513
435
353
43.0
49.2
415
26.4
473
51.9
52.1
36.2
55.6
31.0
469
3.4
54.0
35.4
472
37.9
58.0
415
426
432
54.7
422
37.9
51.0
239
384
423
488
443
46.0
482
452
204
51.7
50.8
50.1
46.2
50.7
52.8
46.2
55.1
30.2
36.6
523
56.3

0.1
0.1
0.2
0.3
0.2

0.5
0.3
0.1
0.1
0.3
0.3
0.3
0.2

0.3
0.2
0.1
0.3
0.1

0.1
0.2

0.3
0.1

0.2
0.2
0.2
0.3
0.4
0.3
0.3
0.3
0.2
0.1
0.3
0.3
0.2
0.2

0.3
0.3

0.1
0.3
0.3
0.2
0.2

0.3
0.1

0.2
0.3

0.2
0.1

0.3
0.2
0.2
0.3
0.2

0.3
0.2

0.3
0.3
0.3
0.4
0.1

0.2
0.1
0.2
0.2
0.3
0.2
0.3
0.1

0.3
0.3

36
23
118
14.8
6.7
35.9
26.8
89
48
47
115
203
118
129
56
129
95
22
135
0.0
16.8
43
9.1
16.4
109
5.0
16.9
114
121
124
14.4
245
106
15.0
15.4
72
4.0
15.2
14.8
6.8
6.9
86
13.8
108
96
65
15.4
137
6.9
105
72
12.1
52
109
6.4
15.1
82
13.4
5.1
10.1
123
107
10.1
96
108
82
10.1
6.8
16.0
153
15.9
15.8
16.1
5.4
11.0
10.1
72
114
107
1655
103
14.8
36
6.6
136
146



Maleic hydrazide
Anilazine

Mancozeb

Maneb

MCPA

Mepiquat chloride
Mesosulfuron-methyl
Mesotrione
Metalaxyl
Methamidophos
Methidathion

2,4-D

Asulam

Methomyl
Methoxychlor
Methoxyfenozide
Methyl cellosolve
Methyl hydrogen phthala
Metiram-zinc
Metolachlor
Metribuzin

Atrazine
Metsulfuron-methyl
Mevinphos

MGK

Milbemectin
Molinate
Monobutyl phthalate
Monocrotophos
Myclobutanil

Naled

Napropamide
Azamethiphos
Niclosamide-olamine
Nitrapyrin
Norflurazon
Novaluron

Oryzalin

Oxadiazon

Oxamyl
Oxasulfuron
Oxyfluorfen
Oxytetracycline
Azinphos-methyl
Paclobutrazol
Parathion
Parathion-methyl
Pendimethalin
Penoxsulam
Permethrin
Phenoxyethanol
Phosalone
Azoxystrobin
Piperonyl butoxide
Pirimicarb
Pirimiphos-methyl
Prallethrin
Primisulfuron-methyl
Prochloraz
Prodiamine
Profenofos
Prohexadione-calcium
Bendiocarb
Prometon
Prometryn
Propamocarb hydrochlori
Propanil

Propargite
Propazine
Propetamphos
Propiconazole
Propoxur
Propoxycarbazone-sodiur
Benfluralin
Propyzamide
Prosulfuron
Prosulfuron
Prosulfuron
Pymetrozine
Pyraclostrobin
Pyraflufen-ethyl
Pyridaben
Pyrimethanil
Pyriproxyfen
Benomyl
Pyrithiobac-sodium

195
38.0
7.7
41.8
37.7
30.5
72.1
51.2
49.2
33.1
53.3
36.0
42.0
34.9
52.9
62.7
20.6
35.1
41.7
51.0
44.6
39.7
58.1
44.2
48.8
62.3
38.1
433
45.7
49.9
40.2
53.1
51.5
53.3
34.8
47.6
57.8
51.4
57.0
42.8
63.7
52.8
49.4
54.4
53.1
53.4
48.8
48.9
55.0
63.8
32.8
63.0
62.6
63.8
51.9
66.5
60.0
67.9
60.2
46.1
59.9
63.0
40.7
52.7
57.2
47.7
39.4
66.3
50.7
61.4
53.3
445
63.0
44.7
46.2
63.1
66.1
65.2
41.9
63.5
56.2
63.0
46.1
64.2
49.6
54.1

0.2
0.1
0.1
0.1
0.3
0.3
0.2
0.3
0.3
0.1
0.2
0.3
0.2
0.1
0.3
0.3
0.2
0.3
0.1
0.3
0.2
0.2
0.2
0.3
0.4
0.6
0.2
0.5
0.3
0.2
0.2
0.3
0.2
0.2
0.1
0.2
0.2
0.3
0.2
0.2
0.2
0.3
0.4
0.2
0.3
0.3
0.2
0.2
0.2
0.4
0.2
0.2
0.3
0.4
0.2
0.2
0.7
0.2
0.3
0.3
0.4
0.5
0.3
0.2
0.1
0.3
0.2
0.4
0.1
0.3
0.3
0.3
0.3
0.3
0.3
0.2
0.2
0.2
0.1
0.2
0.2
0.2
0.1
0.2
0.3
0.2

31

37

53

22
123

7.8
15.2
139
14.2

4.8
123
10.3

8.2

4.0
15.0
19.9

4.1
114

22
14.7

8.2

6.2
115
14.4
213
36.4

8.0
19.6
129
11.2

7.4
15.2
115
125

3.6

8.6
14.2
13.0
137

7.0
126
13.2
185
116
137
13.8
10.5
116
11.2
28.0

8.0
14.9
195
253
10.8
14.4
39.5
12.2
16.9
136
21.0
315
121

9.2

7.4
134

7.4
25.8

6.6
18.4
137
131
16.1
143
12.2
133
139
13.8

6.0
115
139
155

59
15.7
13.2
12.0

281
39.1
743
249
24
317
69.8
51.9
45.4
36.0
50.1
418
472
37.6
49.0
60.9
237
34.9
459
475
38.2
418
51.8
429
469
53.5
37.8
412
440
455
409
50.4
477
516
30.0
36
52.7
267
493
206
58.4
486
55.5
516
267
50.0
46.2
338
52.8
56.0
37.4
58.4
58.3
59.7
431
50.6
50.9
54.3
52.8
420
53.6
57.1
418
338
475
47
375
54.5
419
524
477
418
52.9
469
3.0
53.5
521
53.9
405
53.6
55.0
55.1
416
54.9
435
52.7

0.2
0.3
0.4
0.2
0.4
0.4
0.3
0.0
0.3
0.2
0.4
0.3
0.4
0.0
0.3
0.2
0.2
0.3
0.2
0.1
0.4
0.2
0.4
0.2
0.3
0.3
0.3
0.5
0.4
0.3
0.4
0.5
0.3
0.2
0.3
0.3
0.3
0.4
0.5
0.2
0.3
0.2
0.4
0.4
0.3
0.1
0.3
0.2
0.2
0.4
0.4
0.5
0.3
0.3
0.5
0.3
0.3
0.4
0.3
0.2
0.2
0.3
0.5
0.3
0.4
0.3
0.3
0.1
0.3
0.6
0.3
0.3
0.3
0.1
0.2
0.4
0.5
0.3
0.3
0.3
0.3
0.4
0.5
0.3
0.3
0.3

56
105
33.0

97
186
112
205

10
149

5.8
183
119
195

0.0
136
122

46
112

9.0

39
15.0

6.8
199

7.4
13.1
183
118
185
156
13.1
149
227
145
10.1

9.2
13.0
15.9
20.7
25.8

6.9
195
104
205
21.9
146

4.0
123

83

9.1
204
15.0
263
197
20.2
203
17.0
16.2
21.9
17.8

8.0

83
16.2
189
136
201
13.4
121

7.8
109
295
119
135
14.4

26

97
21.0
243
185
108
18.1
18.8
204
187
15.8
147
153

26.4
37.2
75.1
440
39.4
301
63.1
473
429
351
499
37.8
429
36.2
488
54.1
24.0
332
426
469
418
433
55.0
383
489
54.0
36.5
407
465
46.1
400
49.2
29.4
56.6
313
224
52.9
50.4
50.3
413
61.3
51.0
50.1
56.2
54.3
499
338
479
52,0
56.5
34.0
57.2
63.4
54.4
443
57.0
516
56.1
523
441
51.7
53.7
463
489
493
417
383
53.6
46.0
53.2
266
429
57.7
208
39.9
55.2
57.5
55.3
423
52,0
493
52.0
433
53.4
24.8
29.4

0.3
0.2
0.1
0.1
0.3
0.2
0.4
0.3
0.4
0.2
0.4
0.3
0.3
0.2
0.3
0.5
0.2
0.3
0.1
0.4
0.3
0.2
0.4
0.3
0.4
0.6
0.2
0.3
0.4
0.2
0.2
0.4
0.5
0.4
0.2
0.4
0.4
0.2
0.5
0.3
0.4
0.3
0.6
0.4
0.3
0.2
0.3
0.3
0.4
0.3
0.2
0.4
0.5
0.4
0.4
0.3
0.4
0.4
0.4
0.3
0.3
0.3
0.6
0.4
0.3
0.3
0.3
0.3
0.3
0.3
0.3
0.4
0.4
0.3
0.3
0.4
0.4
0.4
0.3
0.4
0.4
0.3
0.3
0.4
0.5
0.4

8.8

9.2

6.7

4.0
123

5.4
26.4
143
18.7

6.8
17.8
10.7
13.4

83
137
24.7

4.0
10.3

39
16.7
121
10.6
22.0
10.4
21.4
31.0

7.1
127
176

9.6

6.3
19.5
227
21.6

53
15.6
235
123
226
115
23.8
15.4
30.5
23.2
17.7
123
12.0
125
20.6
18.8

7.3
24.9
326
22.1
17.9
19.7
19.5
219
20.1
11.7
137
153
26.2
18.9
127
11.7
10.1
14.2
12.0
15.7
16.3
18.7
22.4
10.9
123
223
23.2
223
115
22.0
21.4
16.4
10.8
19.7
21.6
19.1

20.4
40.1
84.1
41.2
37.0
315
68.7
51.0
45.7
29.8
49.4
36.0
40.8
33.8
52.0
56.8
215
322
40.6
53.1
416
43.0
56.9
414
477
51.5
38.7
39.9
41.0
48.0
39.8
50.5
47.4
483
325
43.2
53.1
48.0
51.7
38.5
60.9
48.8
54.7
51.0
48.9
50.6
44.7
49.0
54.2
58.2
32.0
56.3
59.5
60.6
477
58.0
49.8
57.7
52.4
46.4
54.8
57.6
41.2
433
46.1
43.4
38.1
58.9
443
52.7
49.6
411
54.3
48.9
424
56.3
55.8
56.4
40.6
56.7
52.2
55.1
425
58.2
48.1
49.9

0.2
0.2
0.2
0.2
0.2
0.2
0.4
0.4
0.3
0.3
0.3
0.2
0.5
0.2
0.2
0.3
0.1
0.2
0.2
0.3
0.3
0.2
0.4
0.3
0.3
0.3
0.3
0.2
0.3
0.3
0.2
0.2
0.3
0.3
0.1
0.3
0.3
0.5
0.3
0.3
0.4
0.3
0.3
0.4
0.3
0.4
0.4
0.3
0.5
0.3
0.2
0.4
0.2
0.2
0.2
0.4
0.2
0.4
0.3
0.4
0.3
0.2
0.2
0.2
0.2
0.3
0.2
0.4
0.2
0.4
0.3
0.2
0.4
0.4
0.2
0.5
0.5
0.5
0.3
0.3
0.3
0.3
0.2
0.2
0.3
0.2

43

8.1
18.2

85

6.6

7.3
29.5
22.8
119

8.7
17.2

6.6
19.0

7.4
11.0
17.0

2.6

5.0

8.4
13.8
116

9.4
233
10.8
135
15.2
133

8.2
127
15.4

9.3
121
15.7
16.6

45
127
154
243
15.2

9.7
25.1
16.7
16.3
18.2
15.4
19.6
15.7
13.2
26.8
145

53
20.5
129
13.2
10.2
20.5
10.9
25.9
15.7
183
18.7
115

9.0

8.1

9.1
11.8

7.0
25.4

8.2
20.8
16.2

7.9
21.5
19.6

8.6
26.8
26.6
26.9
113
16.6
15.6
18.8

7.2
11.2
13.8
119

21.8
41.2
69.1
42.2
34.2
27.8
68.7
47.0
39.2
30.8
47.8
33.8
373
30.5
45.7
51.7
19.4
29.9
437
40.7
38.0
39.4
50.2
38.2
47.3
54.6
36.3
383
40.6
44.1
36.6
477
47.8
50.0
30.7
41.0
50.3
426
49.9
39.4
55.1
443
50.9
53.4
45.2
43.2
44.9
426
51.8
57.3
31.4
50.0
54.4
52.8
415
54.4
47.3
53.1
51.1
35.8
47.8
52.7
36.9
43.1
45.4
40.7
35.9
51.7
419
51.7
45.4
35.5
50.2
40.3
40.8
55.9
52.7
52.3
39.5
51.0
56.8
55.1
39.7
49.1
46.6
46.0

0.2
0.1
0.0
0.0
0.3
0.1
0.2
0.3
0.3
0.2
0.2
0.3
0.2
0.1
0.3
0.3
0.2
0.4
0.0
0.2
0.2
0.2
0.2
0.4
0.3
0.5
0.1
0.4
0.3
0.1
0.2
0.3
0.2
0.3
0.1
0.2
0.3
0.2
0.3
0.2
0.2
0.3
0.5
0.2
0.3
0.3
0.2
0.2
0.2
0.5
0.2
0.2
0.3
0.3
0.2
0.2
0.7
0.2
0.2
0.2
0.3
0.5
0.3
0.2
0.2
0.2
0.2
0.4
0.2
0.3
0.2
0.3
0.2
0.2
0.3
0.2
0.2
0.2
0.1
0.2
0.2
0.3
0.1
0.2
0.3
0.2

4.4
43
25
16

114
4.0

16.4

119

105
49

109

108
85
38

145

17.8
32

111
16

100
75
75

113

14.0

15.2

30.0
52

14.0

127
66
75

126

106

125
36
7.9

145
76

128
7.0

123

111

232

113

117

112

105

10.1

111

28.0
77

119

18.4

16.0
9.4

116

311

109

10.1
74

14.8

25.7

121

100
83
83
6.6

18.1
77

145
86

116

100
92

120

125

118

117
5.4
9.8

121

147
56

120

116

102



Quinclorac
Quinoxyfen
Quizalofop-ethyl
Resmethrin
Rimsulfuron
Rotenone
Sethoxydim
Simazine
Bensulfuron-methyl
Spirodiclofen
Spiroxamine
Sulfentrazone
TCMTB
Tebufenozide
Tebufenpyrad
Tebupirimfos
Tebuthiuron
Tefluthrin
Bensulide
Tepraloxydim
Terbacil
Tetraconazole
Tetramethrin
Thiabendazole
Thiacloprid
Thiamethoxam
Thiazopyr
Thidiazuron
Thiobencarb

2,4-DB

Bensulide
Thiodicarb
Thiophanate-methyl
Thiram
Tralkoxydim
Triadimefon
Triadimenol
Tri-allate
Triasulfuron
Tribenuron-methyl
Tribufos

Bensulide
Trichlorfon
Triclopyr

Triclosan
Trifloxystrobin
Trifloxysulfuron-sodium
Triflumizole
Trifluralin
Triflusulfuron-methyl
Triticonazole
Vinclozolin
Bentazone
Zoxamide
Bifenazate
Bifenthrin
Bisphenol A
Boscalid

Bromacil
Bromoxynil
2,5-Pyridinedicarboxylic a
Buprofezin
Butachlor
Butafenacil

Butralin

Butylate

Captan

Carbaryl

Carboxin
Carfentrazone-ethyl
2-Phenylphenol
Chlorethoxyfos
Chloridazon
Chloroneb
Chlorpropham
Chlorpyrifos oxon
Chlorpyrifos-methyl
Chlorsulfuron
Chlorsulfuron
Cinmethylin
3-lodo-2-propynylbutylca
cis-Captafol
Clodinafop-propargyl
Clofentezine
Clomazone

Cloprop

39.2
48.8
62.7
63.0
70.2
59.4
59.7
415
55.7
61.0
51.9
55.7
48.4
59.5
62.5
64.5
455
57.9
63.4
57.1
38.8
49.5
57.1
42.1
45.4
43.4
53.6
41.8
51.6
38.1
62.7
64.6
60.8
49.4
58.6
51.7
52.9
55.2
62.6
63.6
66.0
63.6
38.1
36.3
46.4
65.6
60.9
51.2
50.0
69.1
55.4
44.9
40.9
57.7
52.6
58.2
44.1
53.9
38.9
30.5
46.9
56.8
55.6
64.7
52.3
46.0
39.6
40.0
45.7
58.7
37.2
51.7
35.9
36.3
40.5
53.8
49.3
56.0
56.5
53.5
39.7
47.0
56.7
53.2
41.8
37.6

0.2
0.2
0.3
0.5
0.2
0.4
0.5
0.1
0.2
0.6
0.4
0.2
0.1
0.3
0.2
0.3
0.1
0.4
0.2
0.4
0.3
0.1
0.4
0.1
0.1
0.2
0.3
0.1
0.2
0.3
0.2
0.2
0.2
0.1
0.4
0.2
0.2
0.2
0.2
0.2
0.3
0.2
0.2
0.2
0.2
0.3
0.2
0.2
0.3
0.2
0.4
0.3
0.2
0.4
0.2
0.4
0.4
0.1
0.3
0.2
0.3
0.2
0.4
0.3
0.3
0.2
0.2
0.2
0.3
0.2
0.2
0.2
0.1
0.3
0.2
0.3
0.2
0.2
0.2
0.5
0.3
0.2
0.3
0.1
0.3
0.3

8.2
83
17.2
29.5
14.8
23.8
30.4
52
114
35.2
21.0
9.3
4.1
15.9
137
18.4
6.5
217
15.6
23.4
11.7
6.3
253
3.0
6.3
7.3
14.0
3.4
11.0
13.2
15.4
10.6
135
37
25.1
116
119
9.4
139
126
183
15.7
7.8
7.9
111
16.9
13.0
10.8
15.2
14.0
211
134
9.2
235
12.2
20.9
16.5
6.0
114
6.8
16.0
114
19.8
20.2
14.9
9.9
9.4
85
13.2
13.2
9.1
11.7
5.1
9.7
9.1
143
103
10.7
10.8
26.8
10.1
11.2
16.0
4.4
131
1.1

37.7
47.8
58.3
57.0
60.6
57.0
51.2
39.9
59.1
50.4
482
3.8
45.0
55.5
54.6
60.3
39.8
440
64.2
495
38.0
455
51.0
409
443
436
483
414
475
481
64.1
53.6
516
47.0
50.3
47.2
45.8
484
55.5
54.9
55.0
65.6
389
413
455
54.1
53.7
473
420
62.5
481
485
409
249
482
56.2
299
469
209
34.8
338
484
533
58.6
52.1
405
39.0
408
441
54.7
440
482
371
35.9
381
53.8
474
50.2
50.5
249
38.8
36
525
45.0
429
401

0.3
0.3
0.4
0.3
0.2

0.3
0.2
0.3
0.4
0.2

0.6
0.1

0.4
0.4

0.2
0.4

0.5
0.4

0.3
0.4
0.2
0.3
0.3
0.3
0.3
0.3

0.3
0.2
0.5
0.4
0.2
0.2
0.3
0.2

0.4
0.3
0.2
0.2
0.4
0.4
0.4
0.4
0.4
0.4
0.1

0.3
0.6

0.6
0.3

0.3
0.2
0.3
0.2
0.5
0.4
0.1
0.5
0.4
0.2
0.4
0.2
0.3
0.3
0.3
0.3
0.4
0.3
0.4
0.2

0.3
0.2

0.3
0.2

13.1
16.7
20.7
195
123
104
1655

8.4
19.0
17.7
113
116
27.6

75
179
255
146

39
146
19.1

7.1
218
214

6.0
13.1
16.8

9.4
14.1
146
156
201
14.0
233
128
116
25.7
187

9.2
111
19.1
10.1
176
137
119

97
120
228
192
16.7
239
16.9
19.0

6.1
14.4
153
334
15.9
273
136
120
139

9.4
16.4
14.4
25.0
15.9

39
197
15.7

86
15.7
107
10.1
119

97
16.2
16.6
16.2
22,0

82

82
128
129
114
109

95

38.2
46.1
52.8
58.8
62.7
471
53.5
204
58.3
50.1
466
474
3.8
52.1
55.4
55.3
204
486
66.1
523
35.4
248
53.1
204
3.4
435
50.5
420
465
413
68.1
55.5
58.8
441
514
456
481
463
55.9
59.4
58.9
66.8
35.8
37.8
439
57.5
56.3
49.0
419
60.2
29.4
443
204
299
298
56.8
431
51.0
35.2
322
419
50.7
50.9
60.4
296
393
39.4
4.4
435
526
39.6
46.0
38.8
35.0
383
483
46.1
511
515
50.3
39.8
414
296
52.4
204
34.8

0.3
0.3
0.4
0.4
0.4
0.5
0.4
0.2
0.4
0.5
0.4
0.3
0.2
0.3
0.3
0.3
0.3
0.3
0.3
0.3
0.4
0.2
0.5
0.2
0.2
0.3
0.4
0.3
0.2
0.3
0.3
0.3
0.4
0.1
0.4
0.4
0.4
0.2
0.4
0.4
0.1
0.3
0.2
0.4
0.3
0.3
0.4
0.3
0.3
0.4
0.4
0.5
0.4
0.4
0.5
0.3
0.3
0.3
0.4
0.2
0.3
0.3
0.3
0.5
0.3
0.2
0.3
0.4
0.5
0.4
0.2
0.1
0.3
0.3
0.3
0.4
0.4
0.4
0.4
0.4
0.2
0.3
0.4
0.2
0.4
0.3

122
133
231
21.9
24.4
24.2
20.2

95
24.4
24.0
17.4
16.4

77
16.0
193
15.7
116
132
16.7
18.1
129
108
26.5

82

8.4
123
18.1
109

9.2
128
172
145
24.0

4.2
201
187
197

76
215
228

8.1
16.9

6.7
14.0
118
17.9
216
15.0
107
225
201
224
16.1
20.7
225
16.0
120
15.8
13.1

7.0
14.4
146
172
28.8
133

6.4
13.0
172
208
197

9.2

59
124

95
120
16.9
17.0
19.0
19.1
221

97
136
213

9.0
16.2
10.1

37.2
486
56.9
59.6
59.3
57.5
53.4
388
61.0
53.0
50.7
451
440
59.3
56.2
55.6
405
516
68.2
53.8
36.7
267
53.6
406
3.4
419
524
412
489
39.8
69.0
59.0
53.2
45.0
53.6
48.4
479
453
58.9
59.4
62.0
65.3
34.9
39.7
443
55.8
53.4
472
3.8
60.2
437
457
405
472
54.6
56.9
246
51.0
375
313
477
477
52.0
59.7
53.9
407
204
224
429
52.1
35.5
299
36.8
35.9
39.7
485
474
297
51.7
50.5
411
45.8
50.7
244
408
35.2

0.2
0.2

0.2
0.4
0.2
0.4
0.2

0.3
0.3
0.4
0.2
0.3
0.3
0.3
0.2

0.6
0.4

0.3
0.3

0.3
0.3

0.3
0.3

0.6
0.3
0.3
0.2
0.3

0.3
0.3

0.4
0.3
0.6
0.3
0.2
0.2
0.3
0.5
0.3
0.4
0.5

0.3
0.4
0.3
0.2
0.3

0.2
0.3
0.2
0.2
0.3

0.4
0.3

0.4
0.2

0.3
0.1

0.2
0.1

0.3
0.3

0.4
0.2
0.3
0.4
0.2

0.3
0.2

73

9.0
125
129
245
112
187

8.1
26.1
14.4
15.8
18.1

8.0
176
15.7
18.1
100
125
39.1
19.0
112
146
176

45
132
132
16.6
103
142

97
39.6
189
136

97
15.8
13.1
137
125
26.8
25.2
19.0
375

87

8.1

73
17.9
241
13.4
17.7
275
16.8
137
15.8
13.0
127
14.4

75

93
117

48
106
133
16.2
213
15.7

97
16.7

85
126
16.1

44
172

9.1

53

9.1
14.1
146
212
221
105
11.0
189
122

7.8
13.4

5.8

337
421
52.5
55.1
56.4
526
47.0
36.5
57.5
499
465
49.2
410
50.7
55.1
54.1
412
471
63.9
499
34.2
431
50.4
35.0
452
386
45.0
389
440
389
60.0
52.9
483
455
482
440
441
2238
54.0
51.8
55.7
62.4
37.2
34.9
421
54.3
53.6
45.8
423
53.9
451
39.8
38.8
441
53.2
52.8
36.6
469
35.1
27.6
465
24.8
472
57.9
459
381
36.5
351
414
526
36.0
423
335
334
36.4
422
429
481
476
266
38.7
39.2
51.8
24.8
421
332

0.2
0.2
0.3
0.5
0.2

0.4
0.2
0.2
0.5
0.3
0.2
0.1
0.3
0.2
0.3
0.2
0.4
0.2
0.4
0.3
0.1
0.4

0.1
0.2

0.1
0.2

0.2
0.2
0.3
0.1
0.4

0.2
0.2

0.2
0.2

0.2
0.2
0.3
0.3
0.2

0.2
0.2
0.3
0.3
0.2
0.3
0.3
0.4

0.1
0.3

0.3
0.2
0.3
0.3
0.3
0.2
0.2
0.2

0.2
0.3
0.2
0.2
0.3

0.3
0.2
0.2
0.2
0.4

0.2
0.3

0.3
0.3

77
7.9
133
28.9
126
20.2
196
57
133
24.0
136
87
38
136
11.0
156
6.4
197
15.7
175
112
5.9
205
27
52
5.8
109
4.0
93
127
14.8
9.4
127
37
20.0
106
107
8.0
127
109
109
153
8.4
82
113
14.1
113
66
2.0
122
14.8
128
93
15.0
14.4
211
172
57
96
6.9
123
96
128
182
122
62
87
82
111
118
100
95
52
100
9.1
113
97
104
103
19.8
72
93
14.8
4.0
118
11.0



Clopyralid
Clopyralid-olamine
Clorophene
Clothianidin
Coumaphos
3-lodo-2-propynylbutylca
Cyanazine
Cyazofamid
Cyclanilide
Cycloate
Cyfluthrin
Cyhalofop-butyl
Cymoxanil
Cypermethrin
Cyproconazole
6-Deisopropylatrazine
Cyprodinil
Cyromazine
Daminozide
Dazomet

d-cis, trans-Allethrin
Diazinon

Diazoxon

Dibutyl phthalate
Dibutyl phthalate
Dicamba
Abamectin
Dichlobenil
Dichloran
Dichlorprop
Dichlorvos
Diclofop-methyl
Diclofop-methyl
Diclofop-methyl
Diclosulam

Dicofol
Dicrotophos

30.2
39.3
43.8
43.9
62.0
39.2
47.7
52.0
46.9
43.6
66.4
51.9
37.6
66.9
47.2
30.7
49.8
33.2
33.9
34.1
60.4
59.6
57.3
54.7
53.3
34.2
-13.2
285
25.8
37.9
37.4
51.2
53.8
52.5
53.7
48.9
47.7

0.2
0.2
0.3
0.1
0.4
0.3
0.2
0.2
0.3
0.3
0.4
0.3
0.2
0.4
0.2
0.1
0.1
0.1
0.3
0.2
0.7
0.3
0.3
0.4
0.4
0.3
0.5
0.1
0.1
0.3
0.2
0.3
0.3
0.3
0.2
0.3
0.3

6.0
8.6
119
4.7
22.6
10.0
85
8.1
14.8
126
25.0
15.6
7.9
26.8
113
33
6.1
33
8.8
5.4
39.8
151
155
24.2
23.6
119
-6.8
32
29
11.8
8.4
16.0
16.8
16.4
9.7
125
13.9

34.2
204
248
435
55.8
393
409
46.8
237
406
59.1
52.0
406
60.6
469
37.2
465
35.4
34.8
341
50.1
56.1
51.7
495
484
35.8
273
30.2
35.7
405
39.0
50.8
50.0
53.9
51.9
412
413

0.2
0.3

0.4
0.3
0.4
0.2
0.3

0.3
0.5

0.4
0.1

0.3
0.4

0.4
0.3
0.4
0.3
0.4
0.4
0.3
0.3
0.3
0.1
0.4
0.3
0.4
0.2

0.3
0.5
0.1
0.5

6.3
10.3
146
15.7
17.8
155

6.7
15.9

85
10.1
26.6
17.3
143

6.2
16.9
10.4
17.2
153
137
10.3
217
18.4
217
176
16.5

9.9

7.4

43
135
141
137
11.0
17.8
153
27.5

3.4
18.7

334
455
435
38.4
56.7
38.0
45.7
47.2
46.2
423
62.8
49.8
39.6
63.4
45.8
34.2
47.5
37.8
35.9
339
52.9
57.9
54.0
50.7
51.6
36.4
57.9
29.0
313
36.8
373
48.9
49.5
49.3
51.1
437
40.9

0.3
0.3
0.2
0.2
0.4
0.2
0.2
0.3
0.5
0.2
0.4
0.4
0.3
0.4
0.3
0.2
0.2
0.2
0.3
0.2
0.4
0.3
0.3
0.3
0.3
0.3
0.6
0.1
0.2
0.3
0.2
0.4
0.4
0.4
0.3
0.2
0.3

9.9
15.0
10.2

9.5
20.6

9.2
11.2
131
22.4

85
233
176
11.9
233
14.0

7.5
115

8.9
119

6.8
20.1
17.7
17.3
15.6
15.9
127
34.0

3.6

5.6
119

6.9
17.8
18.1
18.0
175

8.1
14.0

El

28.8
38.0
41.8
41.2
54.7
414
45.8
47.4
435
437
60.2
49.5
36.2
65.5
46.4
30.6
45.8
30.7
322
339
51.8
58.6
54.1
51.0
49.9
34.8
58.0
28.8
29.7
36.8
36.5
50.7
52.7
50.8
53.3
43.4
41.2

0.2
0.2

0.3
0.4

0.2
0.4
0.3
0.4
0.2
0.2
0.3
0.2

0.2
0.2

0.3
0.3

0.3
0.3

0.2
0.2

0.1
0.2

0.3
0.2

0.2
0.5
0.2
0.3

45
9.0
7.7
116
19.4
1.1
10.8
18.4
129
16.4
143
10.5
9.4
151
16.9
6.4
83
59
8.7
8.6
113
19.3
15.0
10.4
10.1
6.5
-43.8
27
6.9
59
9.7
85
8.8
85
25.5
10.0
129

243
36.2
402
386
55.0
385
435
440
408
375
58.1
459
34.5
57.2
2238
295
474
308
34.4
316
474
53.0
50.3
51.7
511
29.0
55.0
255
26.8
34.9
35.6
45.8
47.0
452
495
419
2238

0.2
0.2
0.3
0.1
0.4
0.2
0.2
0.2
0.4
0.2
0.4
0.3
0.2
0.4
0.2
0.1
0.1
0.1
0.3
0.1
0.7
0.3
0.3
0.4
0.4
0.4
0.5
0.1
0.1
0.4
0.3
0.3
0.3
0.3
0.2
0.3
0.3

5.4
7.8
124
4.4
205
7.1
93
73
15.2
72
24.2
153
7.8
25.4
95
4.0
5.4
4.0
89
4.2
312
135
136
18.4
182
113
29.6
33
33
122
89
16.0
16.4
15.8
8.8
121
137



Supplemental Figure 1. Compounds mapped to 1ml13 (Chrencik et a. 2005). A.
Butafenacil, B. —Cyfluthrin, C. Mancozeb and D. Permethrin. Schematic representations
of the ligands in the binding site were generated using LIGX option in MOE (Chemical
Computing Group, Montreal, Canada). The binding site residues are colored by their
nature, with hydrophobic residues in green, polar residues in purple and charged residues

highlighted with bold contours.
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Supplemental Figure 2. Principa component analysis (PCA) of al ToxCast'™
compounds (blue spheres) and steroids used in the Bayesian model (yellow spheres)
illustrating how the two sets of compounds can be separated in descriptor space (ALogP,
molecular weight, number of hydrogen donors, number of hydrogen bond acceptors,
number of rotatable bonds, number of rings, number of aromatic rings, molecular polar
surface area and number of atoms). The PCA plot explains 82.1% of total variance in the
first 3 principal components. The model was generated with Discovery Studio version 2.1

(Accelrys, San Diego, CA.).
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